Single-crystal X-ray study T = 150 K Mean (C-C) = 0.002 Å R factor = 0.035 wR factor = 0.086 Data-to-parameter ratio = 10.8
In the title compound [systematic name: 10,11-dihydro-5H-dibenz [a,d] cycloheptene-5-carboxamide], C 16 H 15 NO, N-HÁ Á ÁO and N-HÁ Á Á interactions combine to create a catemeric motif that is also observed in crystal structures of the closely related compound dihydrocarbamazepine.
Comment
Cyheptamide, (I), is an analogue of dihydrocarbamazepine, (II), the latter being a recognized impurity (Cyr et al., 1987) in the widely used antiepileptic drug carbamazepine, (III). The crystal structure of (I) was first reported by Codding et al. (1984) and the structure reported here (Fig. 1) is a lowtemperature redetemination. This work forms part of a wider investigation that couples automated parallel crystallization (Florence, Johnston, Fernandes et al., 2006) with crystalstructure prediction methodology to investigate the basic science underlying the solid-state diversity of (III) and its analogues (Florence, Johnston, Price et al., 2006) . The intermolecular interactions in (I) combine to create the catemeric motif shown in Fig. 2 , where Cg2 is the centroid of ring R2 (atoms C10-C15). The robustness of this motif is reflected in the fact that it is observed in all three polymorphic forms of (II) (monoclinic: Bandoli et al., 1992; orthorhombic: Harrison et al., 2006; triclinic: Leech et al., 2006) and in a predicted crystal structure of (III) that is isostructural with the orthorhombic form of (II) . It is notable also that the crystal structure of (I) is essentially isostructural with the monoclinic form of (II) [P2 1 /c; a = 5.433 (3) Å , b = 9.129 (2) Å , c = 24.196 (5) Å , = 96.47 (3) , V = 1192.4 (8) Å 3 at T = 150 K; Leech, 2006] .
Experimental
A single-crystal of the title compound was selected from the sample as supplied (Sigma-Aldrich Co.) without recrystallization. Table 1 Hydrogen-bond geometry (Å , ). (2) 2.78 (2) 3.676 (1) 162 (1) Symmetry codes:
Crystal data
All H atoms were located in a Fourier difference map and the atomic coordinates and U iso parameters were refined freely. X-H distances refined to N1-H1A = 0.90 (2) Å , N1-H1B = 0.93 (2) Å , C1-H1 = 1.03 (2) The molecular structure of (I), showing the atom-numbering scheme and 50% probability displacement ellipsoids. 
